Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.025; wR factor = 0.066; data-to-parameter ratio = 12.0.
Hydrogen-bond geometry (Å , ) .
Cg3 is the centroid of the O1/C12/C1/C2/C11 furan ring.
D-HÁ Á ÁA
D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C19-H19AÁ Á ÁCg3 i 0.98 2.89 3.488 (3) 120 C8-H8Á Á ÁO2 ii 0.95 2.48 3.428 (2) 173
Symmetry codes: (i) x À 1 2 ; Ày þ 1 2 ; z; (ii) Àx þ 3 2 ; y þ 1 2 ; z þ 1 2 .
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998); software used to prepare material for publication: SHELXL97.
3-(4-Chlorophenylsulfonyl)-2-methylnaphtho[1,2-b]furan H. D. Choi, P. J. Seo, B. W. Son and U. Lee
Comment
This work is related to earlier communications on the synthesis and structure of 2-methylnaphtho[1,2-b]furan analogues, viz. (Choi et al., 2006) and 2-methyl-3-(phenylsulfonyl) naphtho[1,2-b]furan (Choi et al., 2008) . Herein we report the molecular and crystal structure of the title compound, 3-(4-chlorophenylsulfonyl)-2-methylnaphtho[1,2-b]furan (Fig. 1) .
The naphthofuran unit is essentially planar, with a mean deviation of 0.007 Å from the least-squares plane defined by the thirteen constituent atoms. The 4-chlorophenyl ring (C13-C18) makes a dihedral angle of 68.59 (5)° with the plane of the naphthofuran fragment. The crystal packing (Fig. 2) is stabilized by aromatic π-π stacking interactions between the benzene rings from the adjacent molecules. The Cg1···Cg2 iii distance is 3.635 (3) Å (Cg1 and Cg2 are the centroids of the C5-C10 benzene ring and the C2/C3/C4/C5/C10/C11 benzene ring, respectively, symmetry code as in Fig. 2 ). The molecular packing is further stabilized by C-H···π interactions between a methyl H atom and the furan ring of the naphthofuran unit, with a C19-H19A···Cg3 i separation of 2.89 Å ( Fig. 2 and Table 1 ; Cg3 is the centroid of the O1/C12/C1/C2/C11 furan ring; symmetry code as in Fig. 2 ). Additionally, intermolecular C-H···O interactions in the structure were observed ( 
Refinement
All H atoms were geometrically positioned and refined using a riding model, with C-H = 0.95 Å for aromatic H atoms and 0.98 Å for methyl H atoms, respectively, and with U iso (H) = 1.2U eq (C) for aromatic and U iso (H) = 1.5U eq (C) for methyl H atoms. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) 0.0279 (6) 0.0247 (5) 0.0357 (7) −0.0001 (5) 0.0022 (6) 0.0033 (6) O2 0.0221 (5) 0.0340 (6) 0.0447 (9) 0.0030 (5) 0.0019 (6) −0.0096 (7) O3 0.0317 (6) 0.0431 (7) 0.0285 (7) −0.0038 (6) 0.0033 (6) 0.0006 (6) C1 0.0212 (7) 0.0245 (7) 0.0284 (9) −0.0012 (6) 0.0030 (7) −0.0019 (7) C2 0.0209 (7) 0.0273 (7) 0.0286 (10) −0.0015 (6) 0.0043 (7) −0.0023 (7) (7) 0.0261 (9) 0.0036 (6) −0.0008 (7) 0.0001 (7) C19 0.0321 (9) 0.0337 (9) 0.0403 (12) 0.0032 (7) −0.0025 (9) 0.0059 (8) supplementary materials sup-5
Geometric parameters (Å, °) 
